The complete molecule of the title compound [systematic name: 2,2 0 -(5-methyl-1,3-phenylene)bis(2-methylpropanenitrile)] is generated by a crystallographic twofold axis, which leads to disorder of the H atoms on the methyl group attached to the benzene ring. The dihedral angle between the benzene ring and the nitrile group is 26.2 (2) . In the crystal, pairs of weak C-HÁ Á Á interactions link molecules into dimers. The molecule absorbs at 212 nm as a result of a -* transition.
Structure description
Anastrazole (1,3-di-(dimethylcyanomethyl)-5- ([1,2,4] triazolylmethyl) benzene) is an active pharmaceutical ingredient that is used as a drug in the treatment of postmenopausal endocrine-responsive breast cancer (Varelas et al., 2007; Geisler et al., 1996; Dowsett et al., 2001) and it has cytotoxic impact against breast, liver hepatocellular and glandular cancer cells. The title compound, 1,3-di(dimethylcyanomethyl)-5-methylbenzene (MCMB) is used as a starting material (Hsieh et al., 2008) for the synthesis of anastrazole we now describe its crystal structure.
The asymmetric unit of the title compound consists of half a molecule of MCMB, with the other half being generated by a crystallographic twofold rotation axis (symmetry operation Àx, y, 3 2 À z) ( Fig. 1 ). Individual bond lengths and angles are unremarkable. The dihedral angle between the benzene ring and the carbonitrile moiety is 24.81 (16) .
Within the crystal, molecules are linked by C-HÁ Á Á interactions, with a C-HÁ Á ÁCg i [symmetry code: (i) 1 2 À x, 1 2 À y, 2 À z] distance d(CÁ Á Á) of 3.708 (3) Å and a C-HÁ Á Á angle of 158 . The interaction leads to the formation inversion dimers arranged in a two-data reports dimensional supramolecular strand-like architecture, linked by C-HÁ Á Á interactions, as shown in Fig. 2 .
An electronic transition takes place in the region of 212 nm because of a -* transition of the C C benzene and C N nitrile bonds of MCMB. The UV spectrum is shown in Fig. 3 .
Synthesis and crystallization
The compound MCMB (0.056 mg, 0.25 mmol), obtained as a gift sample, was dissolved in hot methanol and stirred for half an hour. The resulting solution was allowed to cool and stored for slow evaporation. After a week, colorless prismatic crystals were harvested from the mother solution.
IR spectra: max (cm À1 ): (C=C) 1601, 1458, (Ar C-H) 2984, in-plane bending vibration 1001, 1293, out-of-plane bending vibration 707, 867, (C N) 2237, (sym and asym CH 3 ) 2874, 2942; 1 H NMR (500 MHz, DMSO) : 1.7 (s,12H), 2.3 (s, 3H), 7.3 (o, 2H), 7.4 (p, 1H).
Refinement
Crystal data, data collection, and structure refinement details are summarized in Table 1 . The H atoms attached to C7 are disordered over two sets of sites..
Figure 2
Inversion dimers linked by C-HÁ Á Á bonds [symmetry code: (i) 1 2 À x, 1/ 2 À y, 2 À z] forming supramolecular strands. H atoms apart from the one that interacts with the phenyl group have been omitted to enhance the clarity of the figure.
Figure 3
UV absorption spectrum of MCMB. (Cason, 2004) , PLATON (Spek, 2009 ) and publCIF (Westrip, 2010) .
Figure 1
An ellipsoid plot (50% probability) of 1,3-di(dimethylcyanomethyl)-5methylbenzene (MCMB). Symmetry code: (a) Àx, y, 3 2 À z.
data-1
IUCrData ( Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted R-factors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > 2sigma(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. All hydrogen atoms were positioned geometrically and were refined using a riding model with C-H bond lengths 0.93-0.96 Å and with U iso (H) = 1.2Ueq(C) for CH (aromatic) or 1.5Ueq(C) for CH 3 .
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0539 (10) 0.0420 (10) 0.0613 (11) 0.0052 (7) 0.0396 (9) 0.0001 (7) C2 0.0467 (9) 0.0415 (9) 0.0463 (9) 0.0003 (7) 0.0310 (7) 0.0004 (6) 
